Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.008 Å; disorder in main residue; R factor = 0.061; wR factor = 0.133; data-to-parameter ratio = 8.3.
In the title 1,2,4-triazine derivative, C 17 H 19 N 3 O 3 , the heterocyclic ring is planar (r.m.s. deviation = 0.040 Å ) and effectively coplanar with the adjacent phenyl ring [dihedral angle = 4.5 (2) ] but almost perpendicular to the (cyclohex-3-en-1ylmethoxy)methyl residue [N-N-C-O torsion angle = 71.6 (5) ], so that the molecule has an 'L' shape. Supramolecular chains along [001] are formed in the crystal via N-HÁ Á ÁO hydrogen bonds where the acceptor O atom is the ether O atom. The adjacent carbonyl O atom forms a complementary C-HÁ Á ÁO contact resulting in the formation of a seven-membered {Á Á ÁHNCOÁ Á ÁHCO} heterosynthon; the second carbonyl O atom forms an intramolecular C-HÁ Á ÁO contact. Chains are connected into a supramolecular layer in the ac plane byinteractions [ring centroid-centroid distance = 3.488 (3) Å ]. The central atom in the -CH 2 CH 2 C(H) residue of the cyclohexene ring is disordered over two sites, with the major component having a siteoccupancy factor of 0.51 (2).
Related literature
For the potential medicinal applications of 1,2,4-triazines, see: Ban et al. (2010) ; Irannejad et al. (2010) ; Sangshetti & Shinde (2010) . For the synthesis, see: El-Brollosy (2008 Table 1 Hydrogen-bond geometry (Å , ). Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) .
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The six ring atoms comprising the 2,4-dihydro-1,2,4-triazine-3,5-dione residue in (I), Fig. 1 , are co-planar with a r.m.s. = 0.040 Å; the maximum deviations from their least-squares plane being 0.035 (5) Å for the C7 atom and -0.039 (5) Å for the C8 atom. The dihedral angle between this ring and the attached phenyl ring of 4.5 (2)° is consistent with an almost coplanar relationship. The (cyclohex-3-en-1-ylmethoxy)methyl residue lies perpendicular to the rest of the molecule as seen in the value of the N3-N2-C10-O3 torsion angle of 71.6 (5)°, so that to a first approximation the molecule has an Lshape. Experimental 5-Phenyl-6-azauracil (0.189 g, 1 mmol) was stirred in dry acetonitrile (15 ml) under nitrogen and N,O-bis-trimethylsilylacetamide (0.87 ml, 3.5 mmol) was added. After a clear solution was obtained (10 min), the mixture was cooled to 223 K and trimethylsilyl trifluoromethanesulphonate (0.18 ml, 1 mmol) was added followed by the drop wise addition of bis(3-cyclohexen-1-ylmethoxy)methane (0.472 g, 2 mmol). The reaction mixture was stirred at room temperature for 5 h.
The reaction was quenched by addition of sat. aq. NaHCO 3 solution (5 ml). The mixture was evaporated under reduced pressure and the residue was extracted with ether (3 x 50 ml). The combined ether fractions were collected, dried (MgSO 4 ) and evaporated under reduced pressure. The residue was purified on a silica gel column using 1:5 petroleum ether / chloroform to give the title compound in 64% (0.199 g) yield. Colourless crystals were obtained upon crystallization from its ethanol solution (El-Brollosy, 2008 Refinement H-atoms were placed in calculated positions [N-H = 0.88 and C-H = 0.95 to 0.99 Å, U iso (H) = 1.2U eq (N,C)] and were included in the refinement in the riding model approximation. The amino H-atom was refined freely. In the absence of significant anomalous scattering effects, 799 Friedel pairs were averaged in the final refinement. The C16 atom of the cyclohexene ring was disordered over two positions. From anisotropic refinement, the major component of the disorder had a site occupancy factor = 0.51 (2). The pairs of the respective C15-C16/C16′-C17 bond lengths were restrained to be within 0.01 Å of each other; the anisotropic displacement parameters for the disordered atoms were constrained to be equal.
Computing details
Data collection: CrysAlis PRO (Agilent, 2011) ; cell refinement: CrysAlis PRO (Agilent, 2011) ; data reduction: CrysAlis PRO (Agilent, 2011) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) .
Figure 1
The molecular structure of (I) showing the atom-labelling scheme and displacement ellipsoids at the 50% probability level. Only the major component of the disordered C16 atom is shown. A view in projection down the a axis of the unit-cell contents for (I). The N-H···O and π-π interactions are shown as blue and purple dashed lines, respectively. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
2-[(Cyclohex-3-en-1-ylmethoxy)methyl]-6-phenyl-1,2,4-triazine-3,5(2H,4H)-dione

Crystal data
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (6) C13-H13B 0.9900 C1-C2 1.387 (7) C14-C15 1.390 (9) C1-C6 1.410 (7) C14-H14 0.9500 C1-C7 1.486 (6) C15-C16′ 1.435 (11) C2-C3 1.406 (7) C15-C16 1.437 (11) C2-H2 0.9500 C15-H15 0.9500 C3-C4 1.392 (7) C16-C17 1.521 (9) C3-H3 0.9500 C16-H16A 0.9900 C4-C5 1.371 (7) C16-H16B 0.9900 C4-H4 0.9500 C16′-C17 1.519 (10) C5-C6 1.391 (7) C16′-H16C 0.9900 C5-H5 0.9500 C16′-H16D 0.9900 C6-H6 0.9500 C17-H17A 0.9900 C7-C8 1.486 (6) C17-H17B 0.9900
